G C A T C G T A G C C G T A T A A T G

5’ Chain X Chain Y

file

Key 3 Backbone sugar and base-number

P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

W 159(X) Asp365(B) Asp362(B)

W 1040(X)*_W

859(X)

Lys366(B) O Asp200(B) W 9218(B) O Ile201(B) O

W 537(X)_W 1210(X)

W 1040(X)*_W 1246(X)

W 822(Y) W 1062(Y) W 1051(X)

W 541(Y) W 562(Y) W 1045(Y) W 1052(Y)

W 902(Y) W 587(X)*_W 792(X)

W 779(X)_W 1125(X)_W 834(X)

Edo2782(X) O2O2 W 246(Y)

OG1 Thr571(A) OG1 OG1 Thr573(A) OG1 W 59(Y) O Lys182(B) O NZ Lys575(A)* NZ W 218(X) W 587(X)* W 681(X) W 1124(X) W 1127(X)

Lys402(A) NZNZ Edo2798(X)* O2O2_W 143(X)

Phe414(A) N_W 24(Y)* W 69(Y) W 561(Y)NH1 Arg496(A) NH1 N Lys575(A)*

N_W

125(Y) W 401(Y) W 1150(X)

Lys64(A) NZNZ Edo2797(A) O1O1 Edo2798(X)* O1O1 W 9197(A) W 511(X)

Lys199(B) NZNZ Gln560(A) NE2NE2 Edo2797(A) O2O2

Pro558(A) O

W 24(Y)* W 215(Y)

W 1033(Y) W 58(Y) NE2 Gln497(A) NE2 W 211(X)

Edo2800(A) O1O1_W 173(X)_W 782(X)_W 1152(X)

W 138(Y) W 734(Y)_{NZ Lys305(A)} NZ W 9023(A)

W 1030(Y)

O Gly229(A)* O OH Tyr315(A) OH O2 Edo2772(Y)* O2 W 193(X) Gly532(A) N Met533(A)

W 118(X)_W 615(X)_W 1153(X)_W 35(Y) W 219(Y)_{N Gly228(A)} N O1 Edo2772(Y)*

O1_W

181(Y) W 9072(A) OE1 Gln303(A) OE1 Lys498(A) NZNZ_W 101(X)_W 244(X)

W 505(X) Lys538(A) NZNZ Cys530(A)_W 9046(A)

Lys529(A) NZNZ W 637(Y)

W 50(Y) W 9025(A)*W 280(Y)_{W 545(Y)}

W 709(Y)

W 9465(A)

N Gly229(A)* N OH Tyr390(A)* OH NH1 Arg223(A) NH1 O Ala394(A) O

Doc10(X)* OP1OP1

Gly229(B) O Thr231(B) N Tyr315(B) OHOH Tyr454(A) OHOH Asp456(A) OD2OD2 O2, N3 Doc10(X)*O2, N3O2,

W 195(Y) W 742(Y) W 9025(A)*

W 300(Y) W 406(Y)

OH Tyr390(A)* OH O Asn396(A) O

1 16 P 2 P 15 P 3 P 14 P 4 P 13 P 5 P 12 P 6 P 11 P 7 P 10 P 8 P 9 P 9 P 8 P 7 P

Page 1

C A C A

Chain Y

5’

file

Key 3 Backbone sugar and base-number

P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

Gly391(A) N1, N2 Dgt1588(A)

N1, N2 N1, O6 Dgt1588(A)

O6 OG1 Thr189(A) OG1 NZ Lys392(A)*

NZ_W

9423(A) W 37(Y)

OH Tyr101(A) OH N Gly191(A) N OG Ser192(A)

OG_W

452(Y) W 959(Y) NZ Lys392(A)* NZ

6 P 5 P 4 P 3

Page 2

G C A T C G T A G C C G T A T A A T G

5’ Chain Q Chain R

file

Key 3 Backbone sugar and base-number

P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

W 319(R) W 841(R)

W 392(R)

OG1 Thr573(B) OG1 NZ Lys575(B)* NZ

NH1, NH2 Arg496(B)

NH1, NH2

NH1, N Lys575(B)* N O2 Edo2796(R)* O2 W 2798(Q)*

Lys402(B) NZNZ

W 270(R) W 549(R) O1 Edo2796(R)*

O1_W

9114(B) NE2 Gln497(B) NE2 W 2798(Q)* W 2790(Q)_W 2797(Q)

W 356(R)_{NZ Lys305(B)NZ}

W 1155(R)

W 9009(B)

OP1 Doc10(X) OP1 O Gly229(B) O N Thr231(B) N OH Tyr315(B) OH OH Tyr454(A) OH OD2 Asp456(A) OD2 Gly532(B) N_W 2796(Q)

W 2787(Q) Thr534(B)_W 2800(Q)

Edo2785(Q)* O1O1

Edo2785(Q)* O2O2 W 292(R)

N Gly228(B)

N_W

9050(B) OE1 Gln303(B) OE1 Lys498(B) NZNZ

Lys529(B) Cys530(B) Lys538(B) NZNZ_W 2794(Q) W 197(R) Tyr226(B) W 938(R) W 78(R)*W 508(R) W 749(R)

W 266(R)

OH Tyr390(B)* OH NH1 Arg223(B) NH1 O Ala394(B) O Doc10(Q)* OP1OP1 Tyr454(B) OHOH Asp456(B) OD2OD2 O2, N3 Doc10(Q)*O2, N3O2,_W 624(R) W 78(R)* W 2799(Q)

N Asn396(B)

N_W

636(R)

OH Tyr390(B)* OH O1 Edo2785(Q)* O1

1 16 P 2 P 15 P 3 P 14 P 4 P 13 P 5 P 12 P 6 P 11 P 7 P 10 P 8 P 9 P 9 P 8 P 7 P

Page 3

C A C

Chain R

5’

file

Key 3 Backbone sugar and base-number

P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

Gly391(B) N1, N2 Dgt1589(B)

N1, N2

N1,_{OG1 Thr189(B)} OG1 OG Ser192(B)* OG NZ Lys392(B) NZ W 9338(B) W 77(R)

OH Tyr101(B) OH N Gly191(B) N W 945(R) Glu420(B)

OG Ser192(B)*

OG_W

1225(R) W 283(R) N Met188(B) N

6 P 5 P 4

Page 4

A C A C G T A A T A T G C C G

5’ Chain K Chain J

file

Key 3 Backbone sugar and base-number

P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

Pro87(B) Tyr109(B)* Gly111(B)

W 1085(K)

Asp84(B) O

Ala83(B) O Tyr109(B)* Lys114(B)* NZNZ W 447(K) Edo2767(K)*

Lys112(B)* NZNZ

W 568(K) Edo2766(K) Edo2767(K)*_W 1218(K)*

Lys114(B)* N_W 1237(K)_W 112(K)

Edo2765(K)* O2O2

Lys112(B)* O

W 1239(K)

W 9142(B) His116(B) W 9027(B)

Asp57(B) OD1OD1 Tyr120(B) OHOH

His3(B) NE2NE2 Doc10(J)* N4, N3

N4, N3N3 Doc10(J)* O2O2 W 458(K) W 1218(K)*

Arg6(B) N_W 620(K)_W 686(K)

Edo2765(K)* O2O2

Arg187(B) NH2NH2_W 733(K) Asp186(B)_W 1061(K)

W 773(K)_W 1213(K)

Thr204(B) OG1OG1 W 680(K) W 9197(B)

Lys199(B) NZNZ Gln560(A) NE2NE2 Edo2797(A) O2O2

W 233(K)_W 555(K) W 736(K)

W 557(J)* W 808(J)

Lys205(B)* NZNZ_W 557(J)*_W 866(K) W 1118(J) W 520(K) NZ Lys205(B)*

NZ_W

9183(B) NZ Lys205(B)* NZ

4

5 P

6 P

7 P

8 P

9 P 9 P 10 P 8 P 11 P 7 P 12 P 6 P 13 P

P 5 P

Page 5

A T G C T A C G

Chain K Chain J

5’

file

Key 3 Backbone sugar and base-number P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

W 445(J) NZ Lys205(B)* NZ 14 4 P 15 P 3 P 16 P 2 P 17 P 1

Page 6